Abstract. C~sHgC13N20, M r = 339.6, monoclinic, P2~/n (non-standard setting of P2Jc), a = 12.311 (1), b= 10.082 (2), c= 12.360 (1)./k, fl= 104.76 (7) °, V = 1483.5A 3, Z=4, D x=l.52gcm -3, 2(MoKa)= 0.71069/~, g = 0.55 mm -~, F(000) = 688, T= 293 K, R = 0.036 for 1868 observed reflections. The sevenmembered ring adopts a slightly distorted cycloheptatriene-like boat conformation with bow and stern angles of 59.4 (5) and 31.7 (5) ° , respectively. The angle between the 5-phenyl ring and the fused benzo moiety is 78.7(3) ° . The C(5)-C(phenyl) bond length is 1.498 (3)/~.
Introduction.
The 5-phenyl-1,4-benzodiazepines have been extensively used in clinical practice as anxiolytics, hypnotics, anticonvulsants and muscle relaxants (e.g. Hamor & Martin, 1983) . The title compound (Fryer, Leimgruber & Trybulski, 1982) differs from the clinically used benzodiazepines in that the 5-phenyl ring is substituted with chlorine at both ortho positions. Its affinity for the benzodiazepine receptor in vitro is the same, within the limits of experimental error, as that of *Contribution from the Crystallography Unit, Universities of Aston and Birmingham. 0108-2701/88/020313-03503.00 the mono-substituted analogue (Squires & Braestrup, 1977; Braestrup & Squires, 1978) . As part of a continuing study of structure-activity relationships for this class of compounds, we now report the crystal structure of the title compound.
Experimental. Crystals were grown from ethanol. A crystal of size 0.5 × 0.4 x 0.1 mm was mounted on an Enraf-Nonius CAD-4 diffractometer. Lattice parameters from 25 reflections having 10 < 0 < 19 °. Data collected using o9--20 scans, 2 < 0 < 25°; two standard reflections measured every 2 h showed no significant variation over period of data collection; 3231 reflections scanned, 2906 unique, Rtn t = 0.019; of these 1868 having I > 2.50(/) were used in the analysis, index range h-15 to 14, k0 to 12, !0 to 15; no absorption corrections applied; structure solved by direct methods; all H atoms located in difference Fourier maps; heavier atoms refined with anisotropic temperature factors, H atoms refined isotropically; full-matrix least-squares refinement on F magnitudes. R = 0.036, wR = 0.049, w = 1/[a2(F) + 0-0008/721, max. A/a 0.06; residual electron density in final Fourier difference map within +0.25 and -0.38 e A-3; atomic scattering factors were taken from International Tables 7-CHLORO-5-(2,6-DICHLOROPHENYL)-1,3-DIHYDRO-2H-1,4-BENZODIAZEPIN-2-ONE for X-ray Crystallography (1974) . Computations were carried out with SHELX (Sheldrick, 1978) Table 2 . Bond lengths (A) and angles (0) 
116.6 (2) C1(2')-C(2')-C(1') 120-2 (2) C(11)-C(5)--C(l') I16.7 (2) C1(2')-C(2')-C(3') l l8.0 (3) C(7)-C(6)-C(1 l) 120.6 (3) C(I')-C(2')-C(Y) 121-7 (3) C1(7)-C(7)-C(6) I19.6 (2) C(2')-C(3')-C(4') 119.6 (4) C1 (7) Discussion. Atomic coordinates are listed in Table 1 " and bond lengths, bond angles and selected torsion angles are in Table 2 . The atomic numbering scheme is illustrated in Fig. 1 . Geometrical parameters generally agree well with those found in other 5-phenyl-1,4-benzodiazepin-2-ones (Hamor & Martin, 1983, and references cited therein) . The N(1)-C(2) amide bond is shortened from the  single-bond length (1.47A) to 1.347 (4)A, with a  near-planar disposition of bonds at N(1) and C(2) , so that the geometry of this bond closely resembles that of a double bond, indicative of N-O electron delocalization. The seven-membered ring thus contains three 'double' bonds and adopts a cycloheptatriene-like boat conformation. The angle between the central plane of the boat, atoms N(1), C(2), N(4), C(5), and the 'bow'  plane, C(2), C(3), N(4), is 59.4 (5) ° and that between  the central plane and the 'stern' plane, N(1), C(10) , C(11), C(5), is 31.7 (5) °. These values of the stern and bow angles compare with values 32-40 and 58-64 ° found in a selection of 1,4-benzodiazepin-2-ones (Hamor & Martin, 1983) . The deviation of the seven-membered ring from that of an ideal cycloheptatriene with mirror symmetry, in terms of the deviations of the ring torsion angles from mirror symmetry and zero value for those about the three 'double' bonds (see Table 2 ), expressed as a 'deviation parameter' (Hamor & Martin, 1983) , is 2.5 °, typical for this class of compounds.
Comparison of geometric parameters with those of the 5-phenyl monochloro-substituted analogue (Chananont, Hamor & Martin, 1981) bond between sp2-hybridized carbon atoms, in agreement with previous results, irrespective of whether the 5-phenyl ring is substituted or not. In this context it may be noted that the value of the N(4)-C(5)-C(1')-C(6') torsion angle, -62 °, would preclude significant electron delocalization across C(5)-C(1').
An intermolecular hydrogen bond occurs between the carbonyl O atom and the amide N atom of the centrosymmetrically related molecule at (-I-x, -I-y, -2-z). Pertinent parameters are O(2)...H(I), 2.04 (3), O(2)...N(1) 2.916 (3) A and angle O(2)...N(1)-H(1), 7 (2) °. Other intermolecular contacts correspond to normal van der Waals interactions.
